C 42 H 42 F 2 N 2 O 6 , monoclinic, P21/c (no. 14), a = 20.159(3) Å, b = 8.3357(10) Å, c = 21.372(3) Å, β = 103.130(3)°, V = 3497.4(8) Å 3 , Z = 4, Rgt(F) = 0.0414, wR ref (F 2 ) = 0.1083, T = 113(2) K.
0.20 × 0.18 × 0.12 mm Wavelength:
Mo Kα radiation (0.71073 Å) µ: 0.10 mm −1 Diffractometer, scan mode:
Rigaku XtaLAB P200, φ and ω θmax, completeness:
27.5°, >99% N(hkl) measured , N(hkl) unique , R int : 34082, 7964, 0.041 Criterion for I obs , N(hkl)gt: I obs > 2 σ(I obs ), 5896 N(param) refined : 473 Programs:
Bruker [1] , SHELX [2, 3] The molecular structure is shown in the figure. Table 1 contains crystallographic data and Table 2 contains the list of the atoms including atomic coordinates and displacement parameters.
Source of material
Preparation of 1,4-diaryl-1,4-dihydropyridine-3-carboxylic acid photoreactive raw materials was performed by a literature method [4] . Starting with 4-fluoroaniline (0.5 mmol) The product of 1,4-(4-fluoro-diaryl)-1,4-dihydrogen ethyl pyridine-3-carboxylate (0.5 mmol) obtained in the first step of the reaction was placed on a blue LED (410 nm) for a photoreaction for 3 h [5] . The product was obtained by column chromatography eluting with petroleum ether and n-hexane 10:1. The resulting solution was evaporated to dryness to get some crystals.
Experimental details
All hydrogen atoms were placed in the calculated positions and all the non-hydrogen atoms were refined anisotropically.
Comment
Cage dimer 4-aryl-1,4-dihydropyridines have a wide range of biological activities, such as anti-HIV and as an antimultidrug resistance modulator [6] [7] [8] . The caged dimeric compound similar to the title compound has also been reported [9, 10] , which is a dimerization by photoreaction to produce a cage compound, but the title compound is not completely cyclized (see the figure) . The group characteristics and structure-activity relationship of the photoreactive raw materials have a great influence on the yield of the title compound. When a strong electron withdrawing group is attached to the fourth phenyl group, the photoproduct is one and a half cyclodimeric compounds with higher yields. In the crystal structure, several important bond angle data are involved as follows N1-C1-C4 = 116.80(11)°, C3-C2-C1 = 88.51(9)°, C4-C5-C37 = 115.71(11)°, C11-N1-C9 = 120.15(11)°. The bond lengths and angles are in the expected ranges.
